[Structure of a psoralen-thymine photoproduct: model for the interaction with DNA on the pyrone ring of psoralen].
Photoadduct 4-ethoxypsoralen-thymine (4a-methyl-11,1-epoxyethanofuro [3'',2'',:6',7']chromeno-[2',3':1,2]cyclobutal[4,3-d]pyrimid in e-2,4, 5-trione), C18-H14N2O6, Mr = 354.1, monoclinic, P21/c, a = 9.021 (3), b = 11.504 (1), c = 16.397 (3) A, beta = 110.45 (1) degrees, V = 1594.4 A 3, Z = 4, Dm = 1.46, D chi = 1.475 Mg m-3, lambda (Mo K alpha) = 0.71069 A, mu = 0.072 mm-1, F(000) = 736, T = 298 K, R = 0.032 for 1442 observed reflections. This original structure of an intramolecular photoproduct obtained photochemically gives structural information about the cycloaddition of the thymine base on the pyrone ring of the psoralen. The crystal structure displays deformations of the planes of the two rings which form a dihedral angle of 40.5 degrees and a cis-anti conformation relative to the cyclobutane bridging component.